. Calculated (Calc.) and experimental (Exp. [14] ) excitation energies in eV, active molecular orbitals (MO) and their contributions in %. Top panel: time-dependent density functional theory (TDDFT)/Becke three-parameter-Lee-Parr-Yang (B3LYP); bottom panel: TDDFT/Perdew-Burke-Ernzerhof (PBE).
Alizarin
Alizarin-(TiO 2 ) 15 Calc. Exp. [14] MO HOMO-6→LUMO+2 (7.2) HOMO-4→LUMO+2 (10.7) HOMO-6→LUMO+4 (6.5) HOMO-4→LUMO+7 (11.7) HOMO→LUMO+26 (17.7)
The authors would like to apologize for any inconvenience caused to the readers by these changes.
